Key indicators: single-crystal X-ray study; T = 273 K; mean (C-C) = 0.002 Å; R factor = 0.036; wR factor = 0.106; data-to-parameter ratio = 16.7.
The title compound, C 9 H 9 Cl 2 NO 2 , is a natural product isolated from the endophytic fungus No. B77 of the mangrove tree from the South China Sea coast. In the crystal structure, the molecules lie on twofold axes and form offset stacks through face-to-faceinteractions. Adjacent molecules in each stack are related by a centre of inversion and have an interplanar separation of 3.53 (1) Å , with a centroid-centroid distance of 3.76 (1) Å . Between stacks, there are C-HÁ Á ÁO interactions to the nitro groups and ClÁ Á ÁCl contacts of 3.462 (1) Å .
Related literature
For related literature, see: McBee (1951 Table 1 Hydrogen-bond geometry (Å , ).
Symmetry code: (i) Àx þ 3 2 ; y þ 1 2 ; Àz þ 1 2 .
Data collection: SMART (Bruker, 1997); cell refinement: SAINT (Bruker, 2001); data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: SHELXTL (Sheldrick, 2008); software used to prepare material for publication: SHELXTL.
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The title compound was isolated from the endophytic fungus No·B77 from the mangrove tree from the South China Sea coast. As far as we know, this compound has not been reported previously as a natural product, but only as a synthetic compound (Mcbee, 1951) . The molecules lie on crystallographic twofold axes ( Fig. 1 ) and form offset π···π stacks (Fig. 2) .
Experimental
A strain of fungus (No. B77) was deposited in the Department of Applied Chemistry, Zhongshan University, Guangzhou, P.
R. China. Culture conditions: GYT medium (glucose 10 g/L, peptone 2 g/L, yeast extract 1 g/L, NaCl 2.5 g/L) incubated at 298 K for 30 d. For the extraction and separation of the metabolite, the cultures (130 L) were filtered through cheesecloth, the filtrate was concentrated to 3 L below 323 K, then extracted three times by shaking with an equal volume of ethyl acetate.
The extract was evaporated under reduced pressure and the combined organic extracts were subjected to silica-gel column chromatography, eluting with petroleum ether/ethyl acetate. Crystals of the title compound were obtained by evaporation of a methanol solution.
Refinement H atoms were positioned geometrically and treated as riding, with C-H = 0.93 (aromatic CH), 0.96 (methyl CH 3 ) or 0.97 Å (methylene CH 2 ), and with U iso (H) = 1.2U eq (CH) or 1.5U eq (CH 3 , CH 2 ). Fig. 1 . The molecular structure with displacement ellipsoids at 30% probability for non-H atoms. Primed atoms are generated by the symmetry operator: −x + 2, y, −z + 1/2. supplementary materials sup-2 Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
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